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. Crystal data and structure refinement for 1 (0D nanocage, without solvent)
CCDC Number 1569639
Chemical formula C228H204Cu24N12O144
Formula weight 6940.98 Table S2 . Crystal data and structure refinement for 2 (3D nanocage architecture, without solvent)
Radiation

CCDC Number 1569640
Chemical formula C198H145Cu24O139S
Formula weight 6305.15
Radiation Mo Kα
Wavelength (Å) 0.71073
Crystal system, space group triclinic, P-1
Unit cell parameter a = 24.5209 (10) 
ESI measurements.
ESI-MS was conducted on Waters Synapt G2 mass spectrometer under the following conditions: ESI capillary voltage, 4.5 kV; sample cone voltage, 15 V; extraction cone voltage, 0.3 V; source temperature 120 ºC; desolvation temperature, 150 ºC; cone gas flow, 15 L/h; desolvation gas flow, 700 L/h (N2).
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Fig. S6
. ESI-MS spectra of reaction mixture a) before heating and b) after heating for 1h. 
Fig
S11
Low-Pressure Gas Sorption Measurements.
The CO2 (99.999 %) adsorption/desorption isotherms were measured volumetrically using a Micromeritics ASAP 2020 surface area analyzer. Before analysis, nanocage architecture 2 were soaked in EtOH for 6 hours with replacing the solvent with fresh EtOH every 1 hour. Then, the samples were processed by using Tousimi Samdri PVT-30 critical point dryer. After that, the samples were charged into a sample tube and activated at 40 °C for 2 hours by using the "outgas" function of the surface area analyzer, respectively. Helium (99.999 %) was used for the estimation of the free space (dead volume). In the CO2 adsorption isotherms measurement at 195K, to provide the relative pressure P/P0 accurately at each data point, the saturation pressure P0 was monitored and measured throughout the gases' analyses by a dedicated saturation pressure transducer. The specific surface areas were determined using the Brunauer-EmmettTeller (BET) from the CO2 sorption data. When applying the BET theory, we made sure that our analysis satisfied the two consistency criteria as detailed by Walton and co-workers 4 .
References:
(1 The following ALERTS were generated. Each ALERT has the format test-name_ALERT_alert-type_alert-level. Click on the hyperlinks for more details of the test. It is advisable to attempt to resolve as many as possible of the alerts in all categories. Often the minor alerts point to easily fixed oversights, errors and omissions in your CIF or refinement strategy, so attention to these fine details can be worthwhile. In order to resolve some of the more serious problems it may be necessary to carry out additional measurements or structure refinements. However, the purpose of your study may justify the reported deviations and the more serious of these should normally be commented upon in the discussion or experimental section of a paper or in the "special_details" fields of the CIF. checkCIF was carefully designed to identify outliers and unusual parameters, but every test has its limitations and alerts that are not important in a particular case may appear. Conversely, the absence of alerts does not guarantee there are no aspects of the results needing attention. It is up to the individual to critically assess their own results and, if necessary, seek expert advice.
Alert level B
. PLAT369_ALERT_2_C Long C(sp2)-C(sp2) Bond C6 - C12 .. 1.54 Ang. PLAT369_ALERT_2_C Long C(sp2)-C(sp2) Bond C10 - C15 .. 1.54 Ang. PLAT369_ALERT_2_C Long C(sp2)-C(sp2) Bond C22 - C28 .. 1.53 Ang. PLAT369_ALERT_2_C Long C(sp2)-C(sp2) Bond C26 - C31 .. 1.54 Ang. PLAT369_ALERT_2_C Long C(sp2)-C(sp2) Bond C39 - C44 .. 1.54 Ang.
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Please refer to the Notes for Authors of the relevant journal for any special instructions relating to CIF submission. The following ALERTS were generated. Each ALERT has the format test-name_ALERT_alert-type_alert-level. Click on the hyperlinks for more details of the test. It is advisable to attempt to resolve as many as possible of the alerts in all categories. Often the minor alerts point to easily fixed oversights, errors and omissions in your CIF or refinement strategy, so attention to these fine details can be worthwhile. In order to resolve some of the more serious problems it may be necessary to carry out additional measurements or structure refinements. However, the purpose of your study may justify the reported deviations and the more serious of these should normally be commented upon in the discussion or experimental section of a paper or in the "special_details" fields of the CIF. checkCIF was carefully designed to identify outliers and unusual parameters, but every test has its limitations and alerts that are not important in a particular case may appear. Conversely, the absence of alerts does not guarantee there are no aspects of the results needing attention. It is up to the individual to critically assess their own results and, if necessary, seek expert advice.
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